The asymmetric unit of the crystal structure is shown in the figure. Tables 1 and 2 contain details on crystal structure and measurement conditions and a list of the atoms including atomic coordinates and displacement parameters.
Source of material
The title compound was prepared by the nitration of o-xylene with fuming nitric acid and concentrated sulfuric acid [1] , and treatmented with ice water and dilute sodium hydroxide solution. The water phase was collected and acidifide with hydrochloric acid. The dark precipitate was obtained, which was recrystallized from methylene chloride solution at room temperature to give yellow crystals suitable for single-crystal X-ray diffraction.
Experimental details
All H atoms were placed in geometrically position and were refined using the riding model, with C-H aromatic = 0.93 Å;
C-H methyl = 0.96 Å; O-H hydroxyl = 0.8369 Å. The U iso (H) = 1.2 Ueq(C) for aromatic and hydroxyl group, U iso (H) = 1.5 Ueq(O) for methyl group. As shown in the figure, the asymmetric unit of the title compound consists of one molecule. The arene ring is planar, the two nitro groups are twisted with respect to the plane of the central ring, making dihedral angles of 1.8 (N1/O1,O2) and 84.2 (N2/O4,O5)°, respectively. All bond lengths and angles are in the expected ranges.
